Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.002 Å; R factor = 0.039; wR factor = 0.105; data-to-parameter ratio = 24.7.
Related literature
For isoxazole derivatives as building blocks in organic synthesis and combinatorial chemistry, see: Tu et al. (2009) ; Tang et al. (2009) . For their biological activity, see: Deng et al. (2009) ; Kozikowski et al. (2008) ; Lee et al. (2009). Experimental Crystal data C 16 H 19 NO 2 M r = 257.32 Orthorhombic, Pca2 1 a = 10.9404 (3) Å b = 9.7136 (3) Å c = 26.9207 (7) Å V = 2860.88 (14) Å 3 Z = 8 Mo K radiation = 0.08 mm À1 T = 298 K 0.18 Â 0.17 Â 0.10 mm
Data collection
Bruker X8 APEXII diffractometer Absorption correction: none 87116 measured reflections 4377 independent reflections 3820 reflections with I > 2(I) R int = 0.032 Refinement R[F 2 > 2(F 2 )] = 0.039 wR(F 2 ) = 0.105 S = 1.04 4377 reflections 347 parameters 1 restraint H-atom parameters constrained Á max = 0.20 e Å À3 Á min = À0.15 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2005) ; cell refinement: SAINT (Bruker, 2005) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXS97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) and PLATON (Spek, 2009) ; software used to prepare material for publication: WinGX (Farrugia, 1999) .
O. Khalil, K. Bougrin, R. Benhida, M. Soufiaoui and L. E. Ammari
Comment
Isoxazole derivatives are important class of heterocyclic compounds and their chemical and biochemical properties have been extensively studied. They have served as a versatile building blocks in organic synthesis and combinatorial chemistry (Tu et al. 2009 , Tang et al. 2009 ). Isoxazole systems have also been targeted in synthetic investigations for their known biological and pharmacological properties such as hypoglycemic, anti-inflammatory and anti-bacterial activities. Recently, the growing interest in such analogues also rises from their high potential value as antiviral (Deng et al. 2009 , Lee et al. 2009 ) and anti-tumor agents (Kozikowski et al. 2008) .
We have undertaken the X-ray diffraction study of the title compound, in order to understand the molecular features which stabilize its observed conformation. The asymmetric unit contains two molecules crystallographically independent. Each molecule is formed by three interconnected cycles, two essentially planar rings: isoxazole and methylbenzyl rings while the 3rd ring (cyclohexanol) has a chair conformation (Fig. 1) . The difference between the molecules lies in the orientation of the rings in each molecule as shown in the fitting drawing ( Fig. 2 ) obtained with PLATON (Spek, 2003) . Thus in the first molecule (C1 to C15) the dihedral angles between the isoxazole ring and methylbenzyl ring planes is 22.03 (8)° and between the isoxazole and cyclohexanol ring planes is 30.15 (8)°. Whereas in the second molecule (C16 to C30), equivalent angles have as values 6.13 (10) and 88.44 (8)°, respectively.
The two molecules within the asymmetric unit are linked through O-H···O hydrogen bond building a pseudo dimer. These pseudo dimers are further linked to each other by O-H···N hydrogen bonds forming a zig-zag like chain parallel to the a axis (Table 1, Fig. 3 ).
Experimental
A mixture of 1-ethynylcyclohexanol (1 mmol) and p-methylbenzylaldoxime (1.2 mmol) was dissolved in CH 2 Cl 2 (20 ml), the solution was then cooled thoroughly with ice at 0-5°C. 15 ml of sodium hydroxide solution (12 g. of sodium hydroxide per 100 g. of water) were gradually added under vigorously stirring for 5 h. The organic phase was separated and dried over anhydrous sodium sulfate, filtered and the solvent evaporated under reduced pressure. The residue was purified by recrystallization from ethanol. The structure of adduct was confirmed by spectroscopic methods.
Refinement
All H atoms attached to C atoms and O atom were fixed geometrically and treated as riding with C-H = 0.93Å (aromatic), 0.96 Å (methyl) or 0.97 Å (methylene) and O-H = 0.82 Å with U iso (H) = 1.2U eq (aromatic, methylene) or U iso (H) = 1.5U eq (methyl,O).
In the absence of significant anomalous scattering, the absolute structure could not be reliably determined and then the Friedel pairs were merged and any references to the Flack parameter were removed. 
Special details
Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes.
Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 0.0518 (7) 0.0578 (7) 0.0413 (6) −0.0064 (5) 0.0042 (5) 0.0006 (5) C1 0.0346 (6) 0.0643 (8) 0.0443 (7) −0.0050 (5) −0.0031 (5) 0.0053 (6) C2 0.0513 (8) 0.0882 (11) 0.0463 (7) −0.0129 (8) −0.0041 (6) 0.0164 (8) C3 0.0653 (10) 0.0874 (12) 0.0440 (7) 0.0045 (9) −0.0063 (7) −0.0033 (8) C4 0.0627 (9) 0.0580 (8) 0.0546 (8) −0.0075 (7) −0.0155 (7) −0.0070 (7) C5 0.0533 (7) 0.0382 (6) 0.0510 (7) −0.0019 (5) −0.0065 (6) −0.0037 (6) C6 0.0306 (5) 0.0353 (5) 0.0436 (6) 0.0027 (4) −0.0025 (4) −0.0008 (4) C7 0.0355 (6) 0.0366 (5) 0.0432 (6) 0.0025 (4) 0.0045 (4) −0.0038 (5) C8 0.0369 (6) 0.0478 (6) 0.0413 (6) 0.0019 (5) 0.0017 (5) 0.0031 (5) C9 0.0441 (6) 0.0372 (6) 0.0404 (6) 0.0040 (5) 0.0039 (5) −0.0018 (5) C10 0.0487 (7) 0.0457 (6) 0.0376 (6) 0.0065 (5) 0.0020 (5) −0.0009 (5) C11 0.0560 (8) 0.0534 (7) 0.0442 (7) −0.0014 (6) −0.0032 (6) 0.0061 (6) C12 0.0553 (9) 0.0671 (9) 0.0538 (8) −0.0039 (7) −0.0081 (6) 0.0015 (7) C13 0.0632 (9) 0.0777 (11) 0.0400 (7) 0.0091 (8) −0.0050 (6) −0.0035 (7) C14 0.0756 (11) 0.0816 (12) 0.0387 (7) −0.0003 (9) 0.0005 (7) 0.0116 (7) C15 0.0626 (9) 0.0641 (9) 0.0465 (7) −0.0053 (7) 0.0029 (6) 0.0076 (7) C31 0.0888 (15) 0.132 (2) 0.0516 (10) −0.0045 (14) −0.0215 (10) 0.0034 (12) O2 0.0412 (5) 0.0333 (4) 0.0595 (6) −0.0003 (3) −0.0095 (4) −0.0018 (4) O4 0.0527 (6) 0.0675 (7) 0.0449 (5) −0.0229 (5) −0.0046 (4) 0.0012 (5) N2 0.0524 (7) 0.0693 (8) 0.0483 (6) −0.0200 (6) −0.0015 (5) 0.0057 (6) C16 0.0452 (7) 0.0445 (6) 0.0523 (7) 0.0060 (5) −0.0096 (5) 0.0034 (6) C17 0.0703 (10) 0.0523 (8) 0.0535 (8) 0.0080 (7) −0.0056 (7) 0.0127 (6) C18 0.0870 (12) 0.0643 (10) 0.0439 (7) 0.0032 (9) 0.0041 (7) 0.0064 (7) C19 0.0615 (9) 0.0545 (8) 0.0550 (8) 0.0079 (7) 0.0128 (7) 0.0000 (6) C20 0.0471 (7) 0.0360 (6) 0.0486 (7) 0.0035 (5) 0.0000 (5) −0.0009 (5) C21 0.0363 (6) 0.0338 (5) 0.0446 (6) 0.0007 (4) −0.0034 (5) 0.0002 (5) C22 0.0361 (6) 0.0371 (5) 0.0461 (6) 0.0018 (4) −0.0040 (5) −0.0010 (5) C23 0.0481 (7) 0.0426 (6) 0.0470 (7) −0.0042 (5) −0.0044 (5) −0.0050 (5) C24 0.0403 (6) 0.0431 (6) 0.0476 (7) 0.0030 (5) 0.0005 (5) −0.0008 (5) C25 0.0502 (7) 0.0519 (7) 0.0501 (7 supplementary materials sup-9 
